The crystal structure of the title compound, C 14 H 17 NO 2 , solved and refined against synchrotron diffraction data, contains one formula unit in an asymmetric unit. In the crystal, molecules form right-handed helices located at the 2 1 screw axis parallel to the a-axis direction, generated by O-HÁ Á ÁN hydrogen bonding between the hydroxy group and carbonitrile group of an adjacent molecule.
Related literature
For background to the chemistry of chroman compounds and their applications as antioxidants and anti-inflammatory agents, see Cohen et al. (1989); van Acker et al. (1993) ; Boscoboinik et al. (1995) . For the preparation of nitriles from primary amides, see: Campagna et al. (1977) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Cohen et al., 1989) . The title compound is potentially more active as an antioxidant than 6-hydroxy-2,2,5,7,8-pentamethylchroman, the model compound of α-tocopherol (Van Acker et al., 1993) . Carbonitrile derivatives appear to inhibit smooth muscle cell proliferation by the non-antioxidant mechanism (Boscoboinik et al., 1995) .
The asymmetric unit contains one molecule of the title compound (Fig. 1) . The crystal, formed spontaneously, contains a homochiral molecule (not established experimentally). Hydrogen atoms of C14, C16 and C17 methyl groups are partially disorded and are modelled in two alternative conformations. For one conformation of the C14 methyl group, notable is a short intramolecular interaction between hydroxy H15 and H14C atoms. Such a short distance could indicate some refinement problem but on the other hand problematic hydrogen atom positions are clearly confirmed by OMIT map (Fig. 2) . The hydrogen bond network is based on the interaction between hydroxy group and carbonitrile group of a subsequent molecule.
Such interactions generate the right handed helices located at the 2 1 screw axis parallel to a direction (Fig. 3) . A high quality diffraction data revealed a detailed electron density distribution among a molecule of the title compound. The difference Fourier synthesis indicates clearly a presence of valence electrons for most of covalent bonds (Fig. 4a ). This is especially noticeable for tetrahedral deformation of electron density distribution at C2 atom and its neighbourhood (Fig. 4 b) . In this case positive peaks are located on covalent bonds and correspond to valence electrons. Negative peaks are positioned in a regular and symmetrical manner indicating the electron density shift in the bond direction.
Anhydrous pyridine (26 µL, 0.32 mmol) and trifluoroacetic anhydride (25 µL, 0.18 mmol) were added dropwise to rac-6-hydroxy-2,5,7,8-tetramethylchroman-2-carboxamide (40 mg, 0.16 mmol) solution in dry THF (2 mL) at 273 K. The reaction mixture was warmed to room temperature and further stirred for 18 h. The reaction mixture was diluted with CHCl 3 , washed with water and brine. The organic layer was dried over anhydrous Na 2 SO 4 , filtered off and concentrated in vacuo. 3, 144.1, 122.9, 121.7, 120.0, 118.6, 116.5, 69.8, 32.6, 26.9, 21.2, 12.1, 11.8, 11.3 ; IR (KBr) ν max /cm The absolute configuration at C2 has not been established. Hydrogen atoms were constrained to idealised positions with C-H distances fixed at 0.98-0.99 Å and U iso (H) = 1.5U eq (C) for methyl and hydroxy hydrogen atoms and 1.2U eq (C) for methylene ones. The sum of occupancies of alternative positions of disordered atoms of was constrained to unity. Figures   Fig. 1 . The molecular structure of the title compound. Displacement ellipsoids are drawn at the 50% probability level. 
Special details
Experimental. The crystal was mounted with vaseline on a pin-attached capillary. Upon mounting, the crystal was quenched to 100 K in a nitrogen-gas stream supplied by an Oxford Cryo-Jet. Diffraction data were measured at the station 22-ID of the APS synchrotron by rotation method. 
